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(54) METHOD FOR CALCULATING 2 ELECTRONIC INTEGRATION RELATING TO 
MOLECULAR ORBIT 

(57)Abstract: 

PROBLEM TO BE SOLVED: To perform a high-speed 
calculation in a system with a large number of 
processors by dividing repetitive calculation by the 
number of a molecular orbit and executing the 
calculation of 2 electronic integration relating to the 
molecular orbit in the respective processors in parallel 
by utilizing the partial sum of the 2 electronic 
integration. 

SOLUTION: The processor number I is set to 1 in the 
first processor 101, a processing 103 is executed and 
molecular integration 

<&phiv;i&phivj&verbar;&verbar;&phiv;k&phiv;1> in the 
processor of the number I is calculated in the processing 
103. Thus, the generation of a calculation processing 
proportional to the number of the processors is 
prevented and a high-speed calculation the system with 
a large number of processors is made possible. 
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